.
nESI-MS mass spectra of SH3 and SH3-m10 analysed from aqueous 10 mM ammonium acetate. SH3 (a) at pH 2.0 and (b) at pH 5.8; SH3-m10 (c) at pH 3.2 and (d) at pH 5.8. Charge state ions corresponding to +3 to +9 are indicated above the spectra.
n.b. The SH3-m10 used in these experiments was >90% pure by mass spectrometry. The small peaks m/z 1200-1400 are peptide impurities which were impossible to remove completely by standard purification procedures. These impurities (mass 3801 Da (+3 ions) and 5540 Da (+4 ions)) correspond to two partial sequences of SH3-m10: residues 21-54: PREVTMKKGDILTLLNSTNKDGVKVEVNDRQGFV and residues 6-54:
respectively. As these minor impurities contain neither a C-terminal arginine or lysine, their presence does not affect the limited proteolysis results presented. indicating some expansion of SH3 in the gas-phase. Graph showing the solvent-accessible surface area (SASA; Å 2 ) for each residue of SH3 (PDB 1SHG). The individual residues were scaled to account for the variation in the sizes of each amino acid type. n.b. Recombinant SH3 has an extra N-terminal methionine residue (residue 1); residues 2 to 7 (VDETGK) are missing in the crystal structure of SH3 (PDB 1SHG). The blue asterisks (*) indicate the locations of the lysine and arginine residues in the SH3
sequence. The amino acid sequence for SH3 is shown below the graph, together with the locations of the five beta-strands observed in the native structure (red arrows and red font).
6 Figure S5 .
nESI-MS spectra of the limited trypsin proteolysis (50 mM ammonium acetate, pH 6.8, 20 o C) observed for SH3-m10 (lower spectrum, red) and SH3-m10 in the presence of GA98
RNCs (upper spectrum, black font) (protein: trypsin 700:1 w/w). The similarities between the two spectra indicate that the presence of RNCs alone does not affect the proteolysis pattern of isolated SH3-m10.
